: Crystal structure of the EthR G106W variant. Residues in red have methyl groups whose proton resonance frequency is predicted by ShiftX2 to be below 0.5ppm. The source of the upfield shift can mostly be attributed to ring current shifts generated by nearby aromatic rings.
: Full 1D proton spectra of EthR (bottom), EthR + ligand (middle) and EthR (G106W) (top). Whereas the overall shape variations of the amide and aromatic proton regions (between 6.5 and 9.5ppm) are hard to interpret, the presence of individual methyl resonances shifted upfield (around the reference signal of the TMSP methyl groups at 0ppm) can be used to monitor effects of ligand or mutation on line broadening. 
EthR G106W
Supplementary table S1.
C α rms deviation observed between the EthR structures used in this study
The top-right part of the table is the rms computed on all C alpha residues while the bottom-left part is the rms computed exclusively on the dimerization domain (C-terminal region from Lys68).
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